Key indicators: single-crystal X-ray study; T = 290 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.055; wR factor = 0.161; data-to-parameter ratio = 12.6.
The title compound, C 19 H 20 O 6 , consists of a tetrasubstituted benzene ring with one substituent being an ,-unsaturated cinnamoyl group, which forms an extended conjugated system in the molecule. In addition, two methoxymethoxy and one hydroxy group are bonded to the central benzene ring. The dihedral angle between eh rings is 10.22 (10) . An intramolecular hydrogen bond is observed between the hydroxy group and the carbonyl O atom. One of the methoxymethoxy substituents is conformationally disordered over two sets of sites with site-occupation factors of 0.831 (3) and 0.169 (3).
Related literature
For the preparation of the title compound, see: Sui et al. (2012) . For general background to the biological activity of chalcones which posess more than one hydroxy substituent, see: Jun et al. Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: SHELXL97.
Figure 1
Molecular structure of the title compound with thermal ellipsoids on the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(E)-1-[2-Hydroxy-4,6-bis(methoxymethoxy)phenyl]-3-phenylprop-2-en-1-one
R int = 0.045 θ max = 65.8°, θ min = 4.4°h = −10→10 k = −11→11 l = −16→23 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) O4 −0.21800 (16) 0.09828 (14) 0.66097 (7) 0.0649 (4) 0.0516 (9) 0.0459 (9) 0.0459 (9) 0.0025 (7) −0.0010 (7) −0.0014 (7) C6 0.0620 (10) 0.0434 (9) 0.0502 (10) −0.0031 (8) −0.0029 (8) 0.0007 (7) C10 0.0521 (9) 0.0538 (10) 0.0449 (9) −0.0048 (8) 0.0008 (7) −0.0009 (7) C9 0.0605 (10) 0.0500 (10) 0.0511 (10) −0.0027 (8) −0.0018 (8) −0.0024 (8) C5 0.0540 (9) 0.0459 (9) 0.0448 (9) 0.0026 (7) −0.0023 (7) 0.0032 (7) 
